. Phase shift not corrected. show experimental data, thin red lines show simulation using atom coordinates from the molecular structure (CIF file).
Simulations were performed using the in-house software package SimX 1 and SimXLite.
An EXAFS spectrum ( ) is given by the sum of the contributions of nshell 'atomic shells'. A 'shell' is a group of elements with identical atomic number and similar distances from the X-ray absorbing atom (e.g. six oxygen atoms surrounding the absorbing manganese ion). The EXAFS equation is mathematically defined by the following equation:
where ₒ² is the amplitude reduction factor, ( , ) is a factor that includes the scattering amplitude and mean-free-path of the photo-electron, the phase correction, the number of atoms in the As it is well known, distance R is not an independent parameter but strongly coupled with the ΔE0 value.
Similarly, the coordination numbers N and Debye-Waller parameters σ are also coupled and need to be separated from each other. Therefore, we first determined ΔE0 and σ from a fit to the initial compound 1 in which the coordination numbers were fixed to the values expected from the molecular structure of 1 (sum of N for Mn-O shells equal to 6, and sum of N for Mn-Mn shells equal to 3.25). We then used these ΔE0 and σ values for the fit of the sample after operation. 
